LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35296.D

Acqg On : 27 May 2022 19:26

Operator : CG/JU

Sample : N2930-19 :
Misc : P006-SS002-1218-01

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM@52722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@35296.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.457 397 403 419 rBV 1723290 2486566 49.10% 7.392%
2 7.051 666 674 688 rBV 1572150 2556249 50.48% 7.599%
3 7.875 807 814 823 rBV 465156 744470 14.70% 2.213%
4 9.034 1003 1011 1025 rBV 1012083 1674048 33.06% 4.976%
5 10.675 1283 1290 1301 rBV 585097 981694 19.39%  2.918%

6 13.139 1702 1709 1718 rBV 2440232 3580216 70.70% 1@.
7 14.233 1889 1895 1902 rBV 48232 76336 1.51%
8 14.510 1936 1942 1959 rVB 886981 1314652 25.96%
9 15.998 2189 2195 2203 rBV 2134484 2988595 59.01%
10 16.862 2335 2342 2348 rVB 135422 177261 3.50%
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11 17.256 2402 2409 2414 rBV 1090728 1516017 29.94%
12 17.386 2422 2431 2437 rBV 71664 123364  2.44%
13 18.162 2557 2563 2571 rBV 454943 693736 13.70%
14 19.309 2752 2758 2765 rBV 236679 358643 7.08%
15 19.433 2775 2779 2789 rBV2 302019 497634  9.83%
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16 19.674 2816 2820 2828 rVB 298828 426119  8.41%
17 19.880 2849 2855 2860 rBV 4220407 5064168 100.00% 15.
18 20.162 2901 2903 2908 rVB4 58474 72907 1.44%
19 20.909 3027 3030 3036 rBV 106009 151327 2.99%
20 21.133 3064 3068 3070 rBV 475518 648170 12.80%
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21 21.350 3103 3105 3109 rVB 155757 161843 3.20%
22 21.433 3113 3119 3123 rBV 1585832 2336764 46.14%
23 21.609 3145 3149 3153 rVB 531500 640989 12.66%
24 21.662 3154 3158 3162 rBV 786595 957231 18.90%
25 21.709 3162 3166 3168 rBV 224966 269536  5.32%
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26 21.739 3168 3171 3176 rVB2 261387 314335 6.21%
27 23.086 3395 3400 3405 rBV 339475 718481 14.19%
28 23.591 3483 3486 3495 rVB 206867 395077  7.80%
29 23.803 3516 3522 3528 rVB2 912411 1714070 33.85%
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Sum of corrected areas: 33640498
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 27 May 2022 19:26
: CG/IU
: N2930-19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
BM@35296.D

P006-SS002-1218-01

: 15  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

o

TIC: BM035296.D\data.ms

5.457
7.051

9.034

7.875 10.675

Time-->

350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 1050 11.00 11.50

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM035296.D\data.ms
19.880

13.139
15.998

17.256
14.510

18.162
16.862 193 eﬁ 20.162
14.233 : 386 I \ |

0
Time-->

12.00 1250 13.00 13,50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

Time-->

TIC: BM035296.D\data.ms

23.803

23.59

21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35296.D

Acqg On : 27 May 2022 19:26

Operator : CG/JU

Sample : N2930-19 :
Misc P006-SS002-1218-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Phensuximide Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.862 2.34 ng 177261  Phenanthrene-di10 17.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phensuximide 189 C11H11NO2 000086-34-0 64
2 [2.2]Paracyclophane 208 C1l6H16 001633-22-3 64
3 Benzene, 1,1'-(1,2-cyclobutanedi... 208 C1l6H16 007694-30-6 64
4 1,3,5,7-Cyclooctatetraene 104 C8H8 000629-20-9 59
5 2-Methylbenzyl cyanide 131 CSHOSN 022364-68-7 59
Abundance Scan 2342 (16.862 min): BM035296.D\data.ms (-2335) (- | m/z 104.05 100.00%
104.1
5000
78.0 ]J_E‘Sd 5.7‘06
51.0 ' 179.1 : :
O 112801521 TUPT 2081 LT g 6o 12.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #63612: Phensuximide
104.0
5000 ive—. S—
189.0 16.50 17.00
o 78.0 m/z 103.10 12.42%
0b29.0 > | | 1310 1610 |
\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85394: [2.2]Paracyclophane
104.0 A
‘ T ‘»I\ T T ‘ T
16.50 17.00
5000 m/z 105.10 9.38%
78.0 208.0
0 S b 1850
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85430: Benzene, 1,1'-(1,2-cyclobutanediyl)bis-, cis-
104.0 16.50 17.00
m/z 77.00 6.91%
5000
78.0
0l 27.0 510 7 | 128.0151.0 178.0 208.0
e e e e e e e e F o
m/z--> 20 40 60 80 100 120 140 160 180 200 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35296.D

Acqg On : 27 May 2022 19:26

Operator : CG/JU

Sample : N2930-19 :
Misc : P006-SS002-1218-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.162 9.15 ng 693736  Phenanthrene-di10 17.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 2563 (18.162 min): BM035296.D\data.ms (-2557) (- | m/z 73.00 100.00%

43.1 73.0
5000 129.0
213.2

1711 256.1 18,00 1850

“HH \“u‘h“\ ;\u‘\‘m‘\ A “‘ “\ “““i R : ‘\‘ m/z 43.10 88.51%

0L .
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T L
18.00 18.50
97.0 1710 2130 256.0 m/z 59.95 84.59%
ob— i““ L, \\hu\ }‘H‘\‘n‘\ ‘\ ‘ “‘ “ “‘ \‘ “‘ - ‘ ‘\‘ ——
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
— =T
18.00 18.50
5000 129.0 ITI/Z 41.05 72 .45%
‘ 199.0 2420
0L— ‘\‘ ‘; \‘ ‘H‘\ UM ‘Mw‘ Mhu\ ;‘M‘\ ’ u‘\ “‘ ‘l‘eﬂ‘q ‘ : ‘i S— “\ —
m/z--> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid i
73.0 18.00 18.50
43.0 m/z 55.05 69.42%
5000 129.0
185.0
|
oL— “‘ W ‘HH h“ il \\‘H‘L ;‘\\‘\‘m‘\ “ ‘ L, \“ e \‘ — ‘\‘ —— P T
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\

Data File : BM@35296.D

Acqg On : 27 May 2022 19:26

Operator : CG/JU

Sample : N2930-19 :
Misc P006-SS002-1218-01

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM052722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Octadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
19.433 4.26 ng 497634  Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid 284 C18H3602 000057-11-4 99

2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tridecanoic acid 214 C13H2602 000638-53-9 43
5 Nonadecane 268 C19H40 000629-92-5 25
Abundance Scan 2779 (19.433 min): BM035296.D\data.ms (-2775) (- | m/z 43.05 100.00%
43.0
129.0
5000
185.1 241.2
——
‘ ‘ 284.1 1950
0 ““ ‘WHHJ‘HJMJ‘L\H\\\ ‘J“!“%4;P‘ m/z 73.00 94.52%
miz--> 5 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 T
19.50
284.0 o
185.0 2410 ‘ m/z 60.00 81.55%
ok ““ H‘ MM M “‘\‘ “ “‘ " ‘\‘\‘ ‘\’\‘ . ‘\‘ e
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
430 256.0
—
19.50
5000 ITI/Z 57.05 75.09%
129.0
213.0
‘ 171.0 ‘
[ “\ M‘H“\H} ‘\\“‘ ‘ ‘u\ T - "‘ e
m/z--> 5 100 150 200 250 300 350
Abundance #126203:Pentadecanok:add —
19.50
m/z 55.10 72.58%
5000 129.0
199.0 242.0
0! ”’ —r
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35296.D

Acqg On : 27 May 2022 19:26

Operator : CG/JU

Sample : N2930-19 :
Misc P006-SS002-1218-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 Cyclohexane, 1,3,5-triphenyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.133 5.55 ng 648170  Chrysene-di12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3,5-triphenyl- 312 C24H24 028336-57-4 90
2 (2,3-Diphenylcyclopropyl)methyl ... 332 C22H200S 131758-71-9 37
3 Benzenepropanoic acid, 2-methoxy... 194 C11H1403 055001-09-7 35
4 (R)-(1-Cyclopentylpropane-1,3-di... 264 C20H24 1402851-74-4 32
5 2,5-Diphenyltetrazole 222 C13H1eN4 018039-45-7 22

Abundance Scan 3068 (21.133 min): BM035296.D\data.ms (-3064) (- | m/z 91.10 100.00%
91.1
5000
—— —
l eri 3122 ‘ 21.00 21.50
Obrrp b 113490, L1 8122 4151 490.1549. /7 117.e5  26.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215136: Cyclohexane, 1,3,5-triphenyl-
91.0
5000 — -
21.00 21.50
m/z 207.05 15.76%
207.0
O\\“l\\\h\ “h\\\'\\‘\\l\\‘\‘\\\\\‘\\\?‘]-%-\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #239592: (2,3-Diphenylcyclopropyl)methyl phenyl sulfoxi
91.0
— —
21.00 21.50
5000 m/z 194.05 13.79%
207.0
Obrfriek \‘hSl.\OwJMG.O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #68848: Benzenepropanoic acid, 2-methoxy-, methyl este T 7
91.0 21.00 21.50
m/z 115.05 8.89%
5000 194.0 ww*MWAHWAAMMNW#KWWﬂ
ol lllall SOl
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35296.D

Acqg On : 27 May 2022 19:26

Operator : CG/JU

Sample : N2930-19 :
Misc P006-SS002-1218-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 (2,3-Diphenylcyclopropyl)me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.609 5.49 ng 640989  Chrysene-di2 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (2,3-Diphenylcyclopropyl)methyl ... 332 C22H200S 131758-71-9 86
2 1H-Indole, 1-methyl-2-phenyl- 207 C15H13N 003558-24-5 50
3 5-Methyl-2-phenylindolizine 207 C15H13N 036944-99-7 46
4 2-(4-Methylphenyl)-1H-indole 207 C15H13N 055577-25-8 45
5 1H-Indole, 2-methyl-3-phenyl- 207 C15H13N 004757-69-1 45
Abundance Scan 3149 (21.609 min): BM035296.D\data.ms (-3145) (- | m/z 91.10 100.00%
91.1 20y.1
5000 /\}\M
P ]
} | 28 21.50 22.00
O ookl hl 1490 L 28113410 4290 6351 /7 597 05 96.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #239592: (2,3-Diphenylcyclopropyl)methyl phenyl sulfoxic
91.0
5000 — —
21.50 22.00
207.0 m/z 129.85  78.85%
ol 1.“\1 Ny 316.0
O‘\\\\’\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84028: 1H-Indole, 1-methyl-2-phenyl-
207.0
=== —
21.50 22.00
5000 ITI/Z 206.10 36.71%
39.0 1030
O P e et e b e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84022: 5-Methyl-2-phenylindolizine —— =
207.0 21.50 22.00
m/z 105.05 22.30%
5000
28.0 130.0 \
O R o B B e & RRRRRR — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35296.D

Acqg On : 27 May 2022 19:26

Operator : CG/JU

Sample : N2930-19 :
Misc P006-SS002-1218-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Methadone N-oxide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.662 8.19 ng 957231  Chrysene-di12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methadone N-oxide 325 C21H27N02 1000120-80-7 72
2 1-Propene, 3-(2-cyclopentenyl)-2... 274 C21H22 1010154-23-3 64
3 1H-Indole, 2-methyl-3-phenyl- 207 C15H13N 004757-69-1 50
4 5-Methyl-2-phenylindolizine 207 C15H13N 036944-99-7 49
5 1H-Indole, 1-methyl-2-phenyl- 207 C15H13N 003558-24-5 46

Abundance Scan 3158 (21.662 min): BM035296.D\data.ms (-3154) (- | m/z 91.10 100.00%

91.1 207.1
5000

‘ 21.50 22.00
1) ‘hH"Hmﬂm‘%§79,‘?ﬂﬁl‘w43%}‘H‘,5§51 207.05  89.97%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #230578: Methadone N-oxide
129.0 2070
72.0
5000 7 ——
21.50 22.00
m/z 129.00  79.58%
O \\‘1“\}\‘\‘\"‘\‘\\\“\h\h“\“‘\\\\‘2\7\7\\0’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #166430: 1-Propene, 3-(2-cyclopentenyl)-2-methyl-1,1-di
207.0
— —
129.0 21.50 22.00
5000 ITI/Z 206.10 33.50%

o

67.0
274.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #84033: 1H

-Indole, 2-methyl-3-phenyl- =
207.0 2150 22.00
105.05 23.38%

5000
%0 bl
\J\ \‘I

L —
miz--> 50 100 150 200 250 300 350 400 450 500 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35296.D

Acqg On : 27 May 2022 19:26

Operator : CG/JU

Sample : N2930-19 :
Misc P006-SS002-1218-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 1-Propene, 3-(2-cyclopenten... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.709 2.31 ng 269536  Chrysene-di2 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (2,3-Diphenylcyclopropyl)methyl ... 332 C22H200S 131758-71-9 78
2 Methadone N-oxide 325 C21H27N02 1000120-80-7 72
3 1-Propene, 3-(2-cyclopentenyl)-2... 274 C21H22 1010154-23-3 72
4 Vanadium, (.eta.7-cycloheptatrie... 207 C12H12V 012636-68-9 59
5 2-(4-Methylphenyl)-1H-indole 207 C15H13N 055577-25-8 49
Abundance Scan 3166 (21.709 min): BM035296.D\data.ms (-3162) (- | m/z 207.05 100.00%
91.0 207.1
5000
—— —
‘ | 0811 21.50 22.00
Ol etk L4480 2O 8671 4621 849 .7 91,00  95.71%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #239592: (2,3-Diphenylcyclopropyl)methyl phenyl sulfoxic
91.0
5000 /‘\
21 50 22 00
207.0 m/z 129.85 78.86%
O \\\‘J\J\Jl\“\h\‘} \‘\\\Jl\\d‘\\\\‘\\\\3‘176\.\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #230578: Methadone N-oxide
——
72.0 21 50 22.00
5000 m/z 206.10 33.33%
‘ ‘ \ ‘ 277.0
0+ ”uwﬂﬂﬂ‘ﬂﬂkw‘Mu“uh‘_“‘_“‘_“‘_“w“‘w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #166430: 1-Propene, 3-(2-cyclopentenyl)-2-methyl-1,1-di =
207.0 21 50 22.00
m/z 105.05 20.94%
129.0
5000
67.0
1 274.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21 50 22 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35296.D

Acqg On : 27 May 2022 19:26

Operator : CG/JU

Sample : N2930-19 :
Misc P006-SS002-1218-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 wunknown21.739 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.739 2.69 ng 314335 Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (2,3-Diphenylcyclopropyl)methyl ... 332 C22H200S 131758-71-9 72
2 Methadone N-oxide 325 C21H27N02 1000120-80-7 72
3 1-Propene, 3-(2-cyclopentenyl)-2... 274 C21H22 1010154-23-3 50
4 1H-Indole, 1-methyl-2-phenyl- 207 C15H13N 003558-24-5 45
5 1H-Indole, 2-methyl-3-phenyl- 207 C15H13N 004757-69-1 43
Abundance Scan 3171 (21.739 min): BM035296.D\data.ms (-3168) ({ m/z 91.00 100.00%
91.0 20y.1
5000
— ——
\ 52 | 2611 21.50 22.00
Ol L1220 LL | 28113442 417.0 4900 1.7 567 16 96.22%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #239592: (2,3-Diphenylcyclopropyl)methyl phenyl sulfoxic
91.0
5000 —r— ——
21.50 22.00
207.0 m/z 129.85  79.94%
0 H‘\‘J\‘\Jl\ ’lﬁhw‘ \5‘2\19‘\\J""\\\\‘\\\\3’1\6\-\0\‘HH‘HH‘HH’HH‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #230578: Methadone N-oxide
129.0 207.0
—
72.0 21.50 22.00
5000 m/z 206.10 35.11%
277.0
0 Hﬂghﬂ\ﬂﬁl‘pwmﬁmw‘W‘Hm,“u“u“u“‘u“w“w
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #166430: 1-Propene, 3-(2-cyclopentenyl)-2-methyl-1,1-di P =
207.0 21.50 22.00
m/z 105.10 21.19%
129.0
5000
67.0
| 1 L 274.0
0 mhfﬁm\pﬁﬂ‘phkh“‘W“H,‘H“H“‘H“_“W“H‘ o o
m/z--> 50 100 150 200 250 300 350 400 450 500 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35296.D

Acqg On : 27 May 2022 19:26

Operator : CG/JU

Sample : N2930-19 :
Misc P006-SS002-1218-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.591 4.61 ng 395077  Perylene-d12 23.803
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 96
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 91
3 Benzo[a]pyrene 252 C20H12 000050-32-8 91
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 89
5 Perylene 252 C20H12 000198-55-0 81
Abundance Scan 3486 (23.591 min): BM035296.D\data.ms (-3483) (- | m/z 252.10 100.00%
252.1
w MJ
125.0 23,50 ‘
0891 J) 1981 | 34523092 5051 ., y50.10  27.79%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138554: Benzo[e]pyrene
252.0
5000 e :
23.50
m/z 253.10 22.45%
125.0
0L 630 | 1980 |
\\‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138562: Benzol[b]fluoranthene
252.0
T \
23.50
5000 m/z 125.00 12.34%
126.0
0630 1’ 198.0 |
Rl B o e e R e ARRARa
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138555: Benzo[a]pyrene T ‘
252.0 23.50
m/z 251.10 11.41%
5000
126.0
0 ?3'0 \'A T 19§.Q SRS SRNAAASE AR RANAREN
R A R R B P
m/z--> 50 100 150 200 250 300 350 400 450 500 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35296.D

Acqg On : 27 May 2022 19:26

Operator : CG/JU

Sample : N2930-19 :
Misc : P006-SS002-1218-01

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Phensuximide 16.862 2.3 ng 177261 4 17.256 1516020 20.0
n-Hexadecanoic ... 18.162 9.2 ng 693736 4 17.256 1516020 20.0
Octadecanoic acid  19.433 4.3 ng 497634 5 21.433 2336760 20.0
Cyclohexane, 1,... 21.133 5.5 ng 648170 5 21.433 2336760 20.0
(2,3-Diphenylcy... 21.609 5.5 ng 640989 5 21.433 2336760 20.0
Methadone N-oxide 21.662 8.2 ng 957231 5 21.433 2336760 20.0
1-Propene, 3-(2... 21.709 2.3 ng 269536 5 21.433 2336760 20.0
unknown21.739 21.739 2.7 ng 314335 5 21.433 2336760 20.0
Benzo[e]pyrene 23.591 4.6 ng 395077 6 23.803 1714070 20.0
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